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      Table 1.  Crystal data and structure refinement for 94SRC267.
  
  
      Identification code               94SRC267
  
      Empirical formula                 C22 H21 Fe I N2 
  
      Formula weight                    496.16 
  
      Temperature                       293(2) K 
  
      Wavelength                        0.71069 A 
  
      Crystal system                    Monoclinic.
  
      Space group                       P21/n 
  
      Unit cell dimensions              a = 10.928(6) A
                                        b = 9.691(3) A   
                                        c = 19.208(9) A
                                        beta = 93.89(3) deg.
  
      Volume                            2030(2) A^3 
  
      Z                                 4 
  
      Density (calculated)              1.624 Mg/m^3 
  
      Absorption coefficient            2.272 mm^-1 
  
      F(000)                            984 
  
      Crystal size                      0.36 x 0.18 x 0.11 mm 
  
      Theta range for data collection   2.35 to 28.37 deg. 
  
      Index ranges                      -13<=h<=14, -11<=k<=8, -24<=l<=23 
  
      Reflections collected             10600 
  
      Independent reflections           4309 [R(int) = 0.0457] 
  
      Refinement method                 Full-matrix least-squares on F^2 
  
      Data / restraints / parameters    4302 / 0 / 236 
  
      Goodness-of-fit on F^2            0.777 
  
      Final R indices [I>2sigma(I)]     R1 = 0.0407, wR2 = 0.0903 
  
      R indices (all data)              R1 = 0.0945, wR2 = 0.1293 
  
      Largest diff. peak and hole       0.942 and -0.358 e.A^-3 
 
 
         Table 2.  Atomic coordinates ( x 10^4) and equivalent isotropic 
         displacement parameters (A^2 x 10^3) for 94src267. U(eq) is defined 
         as one third of the trace of the orthogonalized Uij tensor. 
  
         ________________________________________________________________ 
  
                         x             y             z           U(eq) 
         ________________________________________________________________ 
  
          I(1)         3205(1)       1898(1)       1510(1)       90(1) 
          Fe(1)        9182(1)       8122(1)       1048(1)       63(1) 
          N(1)         6797(3)       5258(4)       1505(2)       74(1) 
          N(2)         5759(4)       2225(4)      -1830(2)       75(1) 
          C(1)        10641(5)       6980(6)       1418(3)      103(2) 
          C(2)        10992(5)       8374(5)       1370(3)       94(2) 
          C(3)        10809(5)       8770(6)        677(3)       94(2) 
          C(4)        10333(5)       7633(7)        290(3)       93(2) 
          C(5)        10222(5)       6541(6)        753(3)       98(2) 
          C(6)         7499(4)       8505(4)        568(2)       69(1) 
          C(7)         7920(4)       9682(5)        952(3)       81(1) 
          C(8)         8127(5)       9334(5)       1655(2)       93(2) 
          C(9)         2179(5)       2062(5)      -1735(2)       84(2) 
          C(10)        7429(4)       7381(4)       1060(2)       65(1) 
          C(11)        7034(4)       5971(4)        926(2)       58(1) 
          C(12)        6870(3)       5418(4)        259(2)       56(1) 
          C(13)        6430(3)       4071(4)        162(2)       57(1) 
          C(14)        6171(5)       3339(4)        751(3)       78(1) 
          C(15)        6365(5)       3990(6)       1406(3)       92(2) 
          C(16)        6213(3)       3443(4)       -541(2)       56(1) 
          C(17)        6447(4)       4098(4)      -1144(2)       77(1) 
          C(18)        6240(5)       3496(5)      -1771(3)       87(2) 
          C(19)        5487(5)       1572(5)      -1267(3)       90(2) 
          C(20)        5703(5)       2138(5)       -621(3)       88(2) 
          C(21)        5554(6)       1525(5)      -2522(3)      106(2) 
          C(22)        4646(6)       2231(7)      -2978(4)      142(3) 
         ________________________________________________________________ 
 
 
           Table 3.   Selected bond lengths [A] and angles [deg] for 1. 
           _____________________________________________________________ 
  
  
           _____________________________________________________________ 
  
           Symmetry transformations used to generate equivalent atoms: 
            
 
 
           Table 4.   Bond lengths [A] and angles [deg] for 94src267. 
           _____________________________________________________________ 
  
            Fe(1)-C(5)           2.012(5)  Fe(1)-C(1)           2.029(5) 
            Fe(1)-C(6)           2.034(5)  Fe(1)-C(4)           2.044(5) 
            Fe(1)-C(10)          2.046(4)  Fe(1)-C(7)           2.045(5) 
            Fe(1)-C(2)           2.048(5)  Fe(1)-C(3)           2.058(5) 
            Fe(1)-C(8)           2.061(5)  Fe(1)-C(9)#1         2.062(5) 
            N(1)-C(15)           1.326(6)  N(1)-C(11)           1.348(5) 
            N(2)-C(19)           1.304(6)  N(2)-C(18)           1.341(5) 
            N(2)-C(21)           1.497(6)  C(1)-C(5)            1.393(7) 
            C(1)-C(2)            1.409(6)  C(2)-C(3)            1.387(7) 
            C(3)-C(4)            1.409(7)  C(4)-C(5)            1.393(7) 
            C(6)-C(7)            1.418(6)  C(6)-C(10)           1.447(6) 
            C(7)-C(8)            1.395(6)  C(8)-C(9)#1          1.405(6) 
            C(9)-C(8)#1          1.405(6)  C(9)-C(10)#1         1.443(6) 
            C(9)-Fe(1)#1         2.062(5)  C(10)-C(9)#1         1.443(6) 
            C(10)-C(11)          1.451(6)  C(11)-C(12)          1.390(5) 
            C(12)-C(13)          1.399(5)  C(13)-C(14)          1.381(5) 
            C(13)-C(16)          1.484(5)  C(14)-C(15)          1.410(6) 
            C(16)-C(17)          1.362(5)  C(16)-C(20)          1.387(5) 
            C(17)-C(18)          1.344(6)  C(19)-C(20)          1.363(7) 
            C(21)-C(22)          1.450(8)  

            C(5)-Fe(1)-C(1)       40.3(2)  C(5)-Fe(1)-C(6)      121.5(2) 
            C(1)-Fe(1)-C(6)      157.3(2)  C(5)-Fe(1)-C(4)       40.2(2) 
            C(1)-Fe(1)-C(4)       67.4(2)  C(6)-Fe(1)-C(4)      107.5(2) 
            C(5)-Fe(1)-C(10)     106.4(2)  C(1)-Fe(1)-C(10)     121.2(2) 
            C(6)-Fe(1)-C(10)      41.6(2)  C(4)-Fe(1)-C(10)     123.2(2) 
            C(5)-Fe(1)-C(7)      158.1(2)  C(1)-Fe(1)-C(7)      160.6(2) 
            C(6)-Fe(1)-C(7)       40.7(2)  C(4)-Fe(1)-C(7)      123.4(2) 
            C(10)-Fe(1)-C(7)      68.6(2)  C(5)-Fe(1)-C(2)       67.8(2) 
            C(1)-Fe(1)-C(2)       40.4(2)  C(6)-Fe(1)-C(2)      160.1(2) 
            C(4)-Fe(1)-C(2)       67.3(2)  C(10)-Fe(1)-C(2)     157.5(2) 
            C(7)-Fe(1)-C(2)      124.8(2)  C(5)-Fe(1)-C(3)       67.5(2) 
            C(1)-Fe(1)-C(3)       67.1(2)  C(6)-Fe(1)-C(3)      124.3(2) 
            C(4)-Fe(1)-C(3)       40.2(2)  C(10)-Fe(1)-C(3)     160.4(2) 
            C(7)-Fe(1)-C(3)      109.7(2)  C(2)-Fe(1)-C(3)       39.5(2) 
            C(5)-Fe(1)-C(8)      160.3(2)  C(1)-Fe(1)-C(8)      124.7(2) 
            C(6)-Fe(1)-C(8)       68.3(2)  C(4)-Fe(1)-C(8)      158.4(2) 
            C(10)-Fe(1)-C(8)      68.5(2)  C(7)-Fe(1)-C(8)       39.7(2) 
            C(2)-Fe(1)-C(8)      109.1(2)  C(3)-Fe(1)-C(8)      123.5(2) 
            C(5)-Fe(1)-C(9)#1    124.0(2)  C(1)-Fe(1)-C(9)#1    108.2(2) 
            C(6)-Fe(1)-C(9)#1     68.7(2)  C(4)-Fe(1)-C(9)#1    160.3(2) 
            C(10)-Fe(1)-C(9)#1    41.1(2)  C(7)-Fe(1)-C(9)#1     67.1(2) 
            C(2)-Fe(1)-C(9)#1    122.7(2)  C(3)-Fe(1)-C(9)#1    157.8(2) 
            C(8)-Fe(1)-C(9)#1     39.8(2)  C(15)-N(1)-C(11)     116.3(4) 
            C(19)-N(2)-C(18)     119.1(4)  C(19)-N(2)-C(21)     119.2(4) 
            C(18)-N(2)-C(21)     121.7(4)  C(5)-C(1)-C(2)       107.9(5) 
            C(5)-C(1)-Fe(1)       69.2(3)  C(2)-C(1)-Fe(1)       70.5(3) 
            C(3)-C(2)-C(1)       107.8(5)  C(3)-C(2)-Fe(1)       70.7(3) 
            C(1)-C(2)-Fe(1)       69.1(3)  C(2)-C(3)-C(4)       108.4(5) 
            C(2)-C(3)-Fe(1)       69.8(3)  C(4)-C(3)-Fe(1)       69.4(3) 
            C(5)-C(4)-C(3)       107.5(5)  C(5)-C(4)-Fe(1)       68.7(3) 
            C(3)-C(4)-Fe(1)       70.5(3)  C(4)-C(5)-C(1)       108.5(5) 
            C(4)-C(5)-Fe(1)       71.2(3)  C(1)-C(5)-Fe(1)       70.5(3) 
            C(7)-C(6)-C(10)      107.1(4)  C(7)-C(6)-Fe(1)       70.1(3) 
            C(10)-C(6)-Fe(1)      69.7(3)  C(8)-C(7)-C(6)       109.6(4) 
            C(8)-C(7)-Fe(1)       70.7(3)  C(6)-C(7)-Fe(1)       69.2(3) 
            C(7)-C(8)-C(9)#1     108.3(4)  C(7)-C(8)-Fe(1)       69.5(3) 
            C(9)#1-C(8)-Fe(1)     70.1(3)  C(8)#1-C(9)-C(10)#1  108.6(4) 
            C(8)#1-C(9)-Fe(1)#1   70.0(3)  C(10)#1-C(9)-Fe(1)#1  68.9(2) 
            C(9)#1-C(10)-C(6)    106.3(4)  C(9)#1-C(10)-C(11)   125.3(4) 
            C(6)-C(10)-C(11)     128.5(4)  C(9)#1-C(10)-Fe(1)    70.0(3) 
            C(6)-C(10)-Fe(1)      68.8(2)  C(11)-C(10)-Fe(1)    126.6(3) 
            N(1)-C(11)-C(12)     122.9(4)  N(1)-C(11)-C(10)     114.1(4) 
            C(12)-C(11)-C(10)    123.0(3)  C(11)-C(12)-C(13)    120.3(4) 
            C(14)-C(13)-C(12)    117.2(4)  C(14)-C(13)-C(16)    120.3(4) 
            C(12)-C(13)-C(16)    122.4(3)  C(13)-C(14)-C(15)    118.3(4) 
            N(1)-C(15)-C(14)     125.0(4)  C(17)-C(16)-C(20)    115.3(4) 
            C(17)-C(16)-C(13)    123.7(4)  C(20)-C(16)-C(13)    120.9(4) 
            C(18)-C(17)-C(16)    122.1(4)  N(2)-C(18)-C(17)     121.0(4) 
            N(2)-C(19)-C(20)     121.6(4)  C(19)-C(20)-C(16)    120.8(5) 
            C(22)-C(21)-N(2)     112.2(5)  
           ______________________________________________________________  
  
           Symmetry transformations used to generate equivalent atoms: 
           #1 -x+1,-y+1,-z     
 
 
    Table 5. Anisotropic displacement parameters (A^2 x 10^3) for 94src267. 
    The anisotropic displacement factor exponent takes the form: 
    -2 pi^2 [ h^2 a*^2 U11 + ... + 2 h k a* b* U12 ] 
  
    _______________________________________________________________________ 
  
              U11        U22        U33        U23        U13        U12 
    _______________________________________________________________________ 
  
    I(1)    113(1)      79(1)      78(1)      15(1)       5(1)     -18(1) 
    Fe(1)    72(1)      69(1)      47(1)       1(1)       2(1)     -15(1) 
    N(1)     81(3)      84(3)      58(2)       9(2)      -2(2)     -21(2) 
    N(2)     84(3)      71(3)      70(3)     -13(2)       8(2)       1(2) 
    C(1)     98(4)      99(4)     109(5)      34(3)     -12(4)      -3(3) 
    C(2)     86(4)      95(4)      97(4)      -4(3)     -21(3)     -15(3) 
    C(3)     75(4)      99(4)     109(5)      24(4)      11(3)     -12(3) 
    C(4)     78(4)     130(5)      73(4)      -8(3)      22(3)      -2(3) 
    C(5)     92(4)      84(4)     118(5)     -10(3)      -1(4)     -20(3) 
    C(6)     72(3)      71(3)      65(3)      -4(2)      12(2)      -3(2) 
    C(7)     89(4)      66(3)      88(4)      -9(3)      17(3)      -4(2) 
    C(8)    134(5)      86(4)      61(3)     -17(2)      28(3)     -28(3) 
    C(9)    114(4)      98(4)      41(3)      -6(2)      11(2)     -39(3) 
    C(10)    66(3)      78(3)      53(3)      -5(2)      14(2)      -9(2) 
    C(11)    48(3)      75(3)      51(3)      10(2)       3(2)      -5(2) 
    C(12)    59(3)      56(3)      53(2)       6(2)       9(2)      -8(2) 
    C(13)    42(2)      71(3)      58(3)       6(2)       1(2)       5(2) 
    C(14)    91(4)      66(3)      78(4)      17(2)       3(3)     -15(2) 
    C(15)   114(4)     101(4)      61(3)      25(3)      -2(3)     -26(3) 
    C(16)    44(2)      54(3)      72(3)      -1(2)       7(2)       1(2) 
    C(17)   100(4)      67(3)      66(3)      -5(2)      15(3)     -18(2) 
    C(18)   123(5)      72(3)      69(3)      -9(2)      22(3)     -20(3) 
    C(19)   118(5)      65(3)      88(4)     -11(3)      14(3)     -16(3) 
    C(20)   120(5)      68(3)      75(4)       3(2)       8(3)     -11(3) 
    C(21)   161(6)      77(3)      82(4)     -19(3)      18(4)       8(3) 
    C(22)   123(6)     196(7)     104(5)     -41(5)     -10(5)      30(5) 
    _______________________________________________________________________ 
 
 
         Table 6.   Hydrogen coordinates ( x 10^4) and isotropic 
         displacement parameters (A^2 x 10^3) for 94src267. 
  
         ________________________________________________________________ 
  
                         x             y             z           U(iso) 
         ________________________________________________________________ 
  
          H(1)        10681(5)       6447(6)       1821(3)      123 
          H(2)        11293(5)       8929(5)       1738(3)      113 
          H(3)        10973(5)       9637(6)        498(3)      113 
          H(4)        10130(5)       7615(7)       -188(3)      111 
          H(5)         9919(5)       5668(6)        638(3)      118 
          H(6)         7305(4)       8463(4)         89(2)       83 
          H(7)         8040(4)      10552(5)        764(3)       97 
          H(8)         8418(5)       9925(5)       2010(2)      112 
          H(9)         2136(5)       2547(5)      -2154(2)      101 
          H(12)        7053(3)       5945(4)       -125(2)       67 
          H(14)        5875(5)       2440(4)        717(3)       94 
          H(15)        6177(5)       3491(6)       1798(3)      111 
          H(17)        6759(4)       4991(4)      -1122(2)       93 
          H(18)        6433(5)       3968(5)      -2171(3)      105 
          H(19)        5137(5)        698(5)      -1308(3)      108 
          H(20)        5506(5)       1643(5)       -229(3)      105 
          H(21A)       6323(6)       1487(5)      -2746(3)      127 
          H(21B)       5286(6)        584(5)      -2451(3)      127 
          H(22A)       4376(36)      1631(20)     -3356(16)     213 
          H(22B)       5003(15)      3048(30)     -3162(22)     213 
          H(22C)       3959(22)      2481(49)     -2719(8)      213 
         ________________________________________________________________ 
 
 



